Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.040; wR factor = 0.120; data-to-parameter ratio = 21.4.
In the title compound, C 14 H 19 ClN 2 O, the diazepine ring adopts a boat conformation. The Cl atom of the chloroacetyl group is trans to the N atom of the diazepine ring. In the crystal, the molecules form chains running along the diagonal of the ac plane through N-HÁ Á ÁO hydrogen bonds.
Related literature
For the biological activity of benzodiazepine derivatives, see: Ponnuswamy et al. (2006) ; Rahbaek et al. (1999) . For related structures see: Thiruvalluvar & Ponnuswamy (2007) ; Kavitha et al. (2012) . For puckering parameters, see: Cremer & Pople (1975) and for asymmetry parameters, see: Nardelli (1983) . For bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). SP thanks the UGC, New Delhi, for financial assistance in the form of a major research project. et al., 2006) . Among these, the benzodiazepines act as a class of psychoactive drugs. Benzodiazepines are known for their natural occurrence in filamentous fungi and actinomycetes of the genera pencillium, aspergillus and streptomyces (Rahbaek et al., 1999) . Benzodiazepines from aspergillus include asperlicin, which is used for the treatment of gastrointestinal and central nervous system disorders. Against this background and to ascertain the molecular structure and conformation, the X-ray crystal structure determination of the title compound has been carried out.
The ORTEP plot of the molecule is shown in Fig. 1 . The chloro substituted benzodiazepine derivative crystallizes in the monoclinic space group P2 1 /n. The diazepine ring system adopts a boat conformation (Kavitha et al., 2012) . The puckering parameters (Cremer & Pople, 1975) and the asymmetry parameters (Nardelli, 1983) are: q 2 =0.9558 (2) 
To an ice cold solution of tetrahydrobenzodiazepine (1.9 g, 10 m.mol) in anhydrous benzene (50 ml), triethylamine (4 ml, 30 m.mol) and chloroacetylchloride (2.4 ml, 30 m.mol) were added and stirred at room temperature. The resulting solid was purified by recrystallization from benzene to yield pale yellow crystals.
Refinement
The H atom bonded to N was freely refined. C-bound H atoms were positioned geometrically (C-H = 0.93-0.98 Å) and allowed to ride on their parent atoms, with U iso (H) = 1.5U eq (C) for methyl H atoms and 1.2U eq (C) for all other H atoms. The crystal packing of the molecules. H atoms not involved in hydrogen bonding (dashed lines) have been omitted for clarity. -1-(2,4,4-trimethyl-2,3,4,5-tetrahydro-1H-1,5-benzodiazepin-1-yl) ethanone Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

2-Chloro
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C2 0.51697 (13) 0.25960 (11) (17) Atomic displacement parameters (Å 2 )
0.0408 (7) 0.0429 (7) 0.0454 (7) 0.0064 (6) 0.0046 (6) −0.0003 (6) C3 0.0388 (7) 0.0465 (7) 0.0405 (7) 0.0047 (6) 0.0059 (5) 0.0050 (5) C4 0.0304 (6) 0.0524 (8) 0.0436 (7) 0.0024 (6) 0.0021 (5) 0.0048 (6) C6 0.0312 (6) 0.0460 (7) 0.0359 (6) 0.0047 (5) −0.0011 (5) 0.0016 (5) C7 0.0464 (8) 0.0492 (8) 0.0458 (7) 0.0031 (6) 0.0013 (6) −0.0063 (6) C8 0.0541 (9) 0.0532 (8) 0.0599 (9) 0.0185 (7) 0.0053 (7) −0.0055 (7) C9 0.0413 (8) 0.0722 (10) 0.0605 (9) 0.0220 (7) −0.0050 (7) −0.0028 (8) C10 0.0371 (7) 0.0616 (9) 0.0467 (7) 0.0073 (6) −0.0082 (6) −0.0028 (6) C11 0.0330 (6) 0.0436 (7) 0.0350 (6) 0.0037 (5) 0.0009 (5) 0.0029 (5) C12 0.0760 (12) 0.0747 (12) 0.0563 (10) −0.0039 (9) 0.0107 (9) −0.0193 (8) C13
0.0508 (9) 0.0459 (9) 0.0940 (13) 0.0107 (7) 0.0068 (9) 0.0146 (8) C14 0.0490 (9) 0.0716 (11) 0.0649 (10) −0.0161 (8) 0.0047 (7) −0.0021 (8) C15
0.0334 (7) 0.0613 (9) 0.0393 (7) −0.0025 (6) −0.0036 (5) 0.0043 (6) C16 0.0420 (8) 0.0808 (11) 0.0434 (7) −0.0005 (7) 0.0018 (6) 0.0056 (7) N1 0.0350 (6) 0.0442 (6) 0.0537 (7) 0.0002 (5) −0.0026 (5) −0.0073 (5) N5 0.0294 (5) 0.0513 (6) 0.0369 (5) 0.0030 (5) −0.0025 (4) 0.0014 (5) O1 0.0380 (6) 0.1162 (10) 0.0492 (6) 0.0051 (6) −0.0072 (5) 0.0230 (6) 
